. Representation of the defined spatial parameters, used in analyses of docked ensembles. . Protein residue-residue contact maps for a) dumbbell A3G structure, and b), globular A3G structure, obtained from 1µs MD simulation trajectories. The cutoff distance used in the contact map calculation is 1 nm. Figure S3 . RMSD of A3G protein in a) dumbbell and b) globular conformations, calculated for partitioned 1 µs MD trajectories. Trajectories are partitioned into 100 ns long pieces, and RMSD plots are shown for each 100 ns piece, where the initial snapshot is used as a reference point. 
